1 H NMR measurements were conducted on a JEOL ECA400SL NMR spectrometer at ambient temperature. All 1 H NMR spectra were reported as chemical shift δ in units of parts per million (ppm) downfield with reference to deuteratred solvent (2.50 ppm for and 7.26 ppm for CDCl 3 ) or TMS (0.00 ppm). Multiplicities were presented as: s (singlet); d (doublet); t (triplet); and m (multiplet). Coupling constant J values were expressed in Hz and the number of protons was expressed as nH. 13 C NMR spectra were obtained from a JEOL ECA400SL NMR spectrometer at ambient temperature. Spectra were reported as chemical shift δ in units of parts per million (ppm) downfield with reference to deuteratred solvent (39.81 ppm for DMSO-d 6 or 77.16 ppm for CDCl 3 -d 1 ). High resolution mass spectra (HRMS) were carried out on a Waters Q-tof Premier mass spectrometry.
Single crystal X-ray diffraction measurements were performed on a SuperNova X-ray Diffraction System from Agilent Technologies. Powder X-ray diffraction (PXRD) data were collected at 40 keV, 15 mA on a Rigaku Miniflex 600 benchtop analyzer using Cu-Kα radiation (λ = 1.5418 Å) over 2θ range of 2.0° -40° at room temperature. Thermogravimetric analyses (TGA) were carried out on a TGA-Q500 thermoanalyzer with a heating rate of 10 °C min -1 under N 2 flow (60 mL/min) from room temperature to 700 °C. Gas sorption analyses were conducted using Quantachrome Instruments Autosorb-iQ (Boynton Beach, Florida USA) with extra-high pure gases. 1, 144.3, 131.3, 128.7, 118.7, 81.3, 28.3. FTIR (KBr) were dissolved in N,N'-dimethylformamide (DMF, 10 mL). Then, the mixture solution was placed in a tightly capped 20 mL vial after dropping 1 drop HNO 3 into the solution. The vial was heated in an oven at 90 °C for 4 days. The colorless block crystals were collected after cooling the sample down to room temperature. The crystals were washed by fresh DMF for S4 three times and dried naturally at room temperature to yield MOF 1 (32.9 mg). The assynthesized crystals of MOF 1 are insoluble and stable in common organic solvents including dichloromethane, chloroform, acetonitrile, toluene, DMF, and dimethyl sulfoxide (DMSO).
X-ray crystallography. The single crystal of 1 suitable for X-ray analysis was picked up under a microscope from the freshly synthesized solution, and then sealed in a glass tube immediately with DMF solvent and mounted. The diffraction data were collected at room temperature using graphite-monochromated Cu-Kα radiation (λ = 1.54178 A) on a SuperNova X-ray Diffraction System from Agilent Technologies. Data reduction and empirical absorption correction were applied with CrysAlisPro. S4 The structure was solved by direct methods using program SHELXS-97. S5 All Zn and O atoms and part of ligands could be located directly from the difference Fourier maps, and the rest of non-hydrogen atoms were located in successive difference Fourier syntheses. Framework hydrogen atoms were placed geometrically and constrained using the riding model to the parent atoms. Finally, the structure refinement was carried out with program SHELXL-97 S5 by minimizing the sum of squared deviations of F 2 using a full-matrix technique. The isolated solvent molecules in the MOF are highly disordered and cannot be modeled, and thus the SQUEEZE routine of PLATON was applied to remove the contributions of the solvent molecules to the scattering. S6 Further details of crystallographic data and structural analyses are summarized in Table S1 .
CCDC 1502165 contains the supplementary crystallographic data for 1. These data can be obtained free of charge from The Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk/data_request/cif.
Gas sorption. Low-pressure gas sorption measurements were performed by using Quantachrome Instruments Autosorb-iQ (Boynton Beach, Florida USA) with the extra-high pure gases. The as-synthesized crystals of MOF 1 were immersed in dried CH 3 Cl (20 mL) for 3 days, during which time CH 3 Cl was replaced several times. Then, the samples were moved into a sample cell and dried under vacuum at 60 °C by using the "outgasser" function for 6 h before the measurements. The Brunauer−Emmett−Teller (BET) surface area and total pore S5 volume were calculated from the N 2 sorption isotherms at 77 K, and the pore size distribution was calculated based on the N 2 sorption isotherm by using Non-Local Density Functional Theory (NL-DFT, a zeolite/silica model containing spherical/cylindrical pores) model in the Quantachrome ASiQwin 2.01 software package.
Molecule soaking. DMF solutions of related molecules or mixtures were firstly prepared.
Then, activated MOF crystals in CH 3 Cl were moved by glass pipette into the prepared DMF solution of related molecules or mixtures and kept for about 2 h. The crystals were picked out and washed by fresh DMF for taking photos under a microscope.
Dye molecule uptake or mixture separation. Fishebrand ® 5.75mm Disposable Pasteur
Pipets (Borosilicate Glass/Non-sterile) were packed by MOF crystals to form ~1 cm chromatographic columns. DMF solutions of related dyes or dye mixtures were dropped into the homemade column and naturally passed through the columns under gravity, and then the residues were collected. The UV-Vis spectra of the final effluents were examined. Table S1 . Crystallographic data and structure refinement summary for MOF 1. Figures   Fig. S1 . Photograph of as-synthesized crystals of 1. 13 C NMR spectrum of tri-tert-butyl 4,4',4''-benzene-1,3,5-triyl-tri(1H-1,2,3-triazol-1-yl)benzoate ( t Bu 3 L1) in
